generator (Mo Kα, λ = 0.71075 Å) with VHF Varimax optics (70 m focus) using Rigaku CrystalClear 2 and CrysalisPro 3 software for data collection and reduction.
Unit cell parameters in all cases were refined against all data. Crystal structures were solved by direct methods with ShelXT 4 and then refined on F o 2 by fullmatrix least-squares refinements using ShelXL 5 within the OLEX2 suite. 6 All hydrogen atoms were added at calculated positions and refined using a riding model with isotropic displacement parameters based on the equivalent isotropic displacement parameter (Ueq) of the parent atom. Crystals of all three studied compounds were sensitive to solvent loss. To prevent crystal decomposition selected crystals were 'cold mounted' on Due to large variations in atomic displacement parameters the heavily disordered -SCN group (S4/S5) was refined as isotropic only. Similarly to enantiomer I, geometrical restraints DFIX/DANG had to be applied to preserve a chemically sensible geometry of aliphatic chains. Attempts to model two of these chains (C48-C53 and C102-C107) over two positions have been made, but obtained results did not improve the overall model.
These aliphatic chains were kept in a single orientation with full occupancy.
An analogous approach has been applied for the crystal structure of
Additionally, in this structure one methanol and two chloroform molecules have been successfully assigned, however for one CHCl 3 solvent molecule (C201, Cl4-Cl6) the modelling of positional disorder was unsatisfactory, thus it was refined isotropically.
To model atomic displacement parameters, especially these on disordered fragments, global SIMU, DELU and RIGU restraints were applied to all three crystal structures. 
